Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.083; wR factor = 0.250; data-to-parameter ratio = 13.6.
For the title compound, C 13 H 14 ClNO 3 S, geometrical parameters, determined using X-ray diffraction techniques, are compared with those calculated by density functional theory (DFT), using hybrid exchange-correlation functional, B3LYP methods. The dihedral angle between the benzene ring and the conjugated part of the cyclohexene ring is 87.47 (5) . The cyclohexene ring and its substituents are disordered over two conformations, with occupancies of 0.786 (3) and 0.214 (3). In the crystal, molecules are linked into chains in the c-axis direction by intermolecular N-HÁ Á ÁO(C O) hydrogen bonds. C-HÁ Á ÁO interactions are also observed.
Related literature
For the crystal growth of the title compound, see: Assey (2010) . For related enaminone structures and properties, see: Edafiogho et al. (2006 Edafiogho et al. ( , 2007 ; Eddington et al. (2000) ; Jackson (2009) ; Michael et al. (1996 Michael et al. ( , 2001 . For their anti-convulsant activity, see: Stables & Kupferburg (1997) . For information related to GAUSSIAN software, see: Frisch et al. (2004) Experimental Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) x; Ày þ 3 2 ; z þ 1 2 ; (ii) Àx þ 2; y À 1 2 ; Àz þ 3 2 .
Data collection: CrysAlis CCD (Oxford Diffraction, 2009); cell refinement: CrysAlis RED (Oxford Diffraction, 2009 ); data reduction: CrysAlis RED; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. supplementary materials supplementary materials sup-1 Acta Cryst. (2011). E67, o2272-o2273 [ doi:10.1107/S1600536811030662 ] 3-(4-Chlorobenzenesulfonamido)-5-methylcyclohex-2-en-1-one P. L. Jackson, H. North, M. S. Alexander, G. E. Assey, K. R. Scott and R. J. Butcher
Comment
Enaminone analogues are reported to possess antiflammatory (Eddington et al., 2000) antimalarial (Edafiogho et al., 2006) , antibacterial (Michael et al., 1996 (Michael et al., , 2001 , and anticonvulsant properties (Edafiogho et al., 2007) . Over recent years studies have shown that enaminones and their derivatives have played a major role in anti-epileptic activity and a number of structurally diverse anticonvulsant active enaminone analogues have been synthesized in our laboratory. We have provided several enaminones and their derivatives that are highly active in anticonvulsant studies. Our recent research has produced a novel series of benzene sulfonamide enaminones that are active in anticonvulsant studies. One of the compounds, [3-[(4'-chloro)benzenesulfonylamino]-5-methylcyclohex-2-enone, has been studied by pharmacology, X-ray and DFT studies (Jackson, 2009; Assey, 2010) . Pharmacology was performed at the National Institute of Neurological Disorders and Stroke (NINDS), National Institute of Health (NIH) (Stables & Kupferburg, 1997) . Density-functional theory (DFT) and Hartree-Fock calculations and full-geometry optimizations were performed by means of the GAUSSIAN 03 W package (Frisch, et al., 2004) . The selected bond lengths and angles obtained from HF and DFT/B3LYP are given in Table 2 .
The structure of the title compound, 3-[(4'-chloro)benzenesulfonylamino]-5-methylcyclohex-2-enone, C 13 H 14 ClNO 3 S, the shape of the molecule is important in determining binding to the receptor sites thus it is of interest to note that the dihedral angle between the phenyl ring and the conjugated part of the cyclohexene ring is 87.47 (5)°. The cyclohexene and its substituents are disordered over two conformations with occupancies of 0.786 (3) and 0.214 (3), respectively. The molecules are linked in chains in the c direction by intermolecular N-H···O(C=O) hydrogen bonds.
Experimental 3-amino-5-methylcyclohex-2-enone (2.00 g, 16 mmol) and NaH (1.07 g, 44.8 mmol) in dry THF refluxed for 1 h. After cooling, a solution of p-chlorobenzenesulfonyl chloride (3.42 g, 16.2 mmol) in 30 ml of dry THF was added dropwise. The reaction mixture was allowed to reflux for 1 h. Upon workup, the mixture is cooled to room temperature and quenched with 150 ml of deionized H 2 O and acidified with 12 ml of concentrated HCl. The aqueous solution was extracted with dichloromethane (2 x 100 ml) and the organic layer washed with 80 ml of water. The organic phase was dried over MgSO 4 , filtered, and evaporated in vacuo at a temperature not exceeding 35°C (32% yield) (1.54 g), as a white powder from methylene chloride, mp 191-193°C. νmax (cm -1 ) = νNH 3093 (w); νsp 2 3031 (CH stretch; w); νC=O 1615 (m); νC=C 1609 and 1476 (aromatic); νS=O 1332(asymmetric; m) and 1141 (symmetric; m); νCN 1164 (s, sh); and νCl-aryl 1088 (m, sh Refinement H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms with a C-H distance between 0.93 and 0.98 Å U iso (H) = 1.2U eq (C) and 0.96 Å for CH 3 [U iso (H) = 1.5U eq (C)]. The H atom attached to N was refined isotropically. The the cyclohexene ring and its substituents were disordered over two conformations with occupancies of 0.786 (3) and 0.214 (3), respectively. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
